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PRELIMINARY AMENDMENT 



This communication is responsive to the Office Action mailed April 19, 2002 (hereinafter 
"OA") and to the Advisory Action mailed July 18, 2002. Applicant respectfully requests 
reconsideration of the Examiner's rejection of claims 37-54 in view of the following 
amendments and remarks. 
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AMENDMENT 
Please amend claims 37 and 55 as follows: 

~ 37. (Twicfe amended) A machine having a memory that contains data representing a 
simulated metal ion generated by a molecular dynamics simulation, wherein said simulated metal 
ion comprises center atom having a van der Waals radius greater than zero covalently linked to 
one or more dummy ato\ns having a van der Waals radius of about zero, wherein the overall 
charge of said metal ion if evenly distributed among said dummy atoms and wherein said center 
atom has a charge of zero\ 
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55. (Amended) A computer readable medium having computer executable 
instructions stored thereon, wherein the execution of said instructions simulates a metal ion, said 
metal ion comprising a center atom having a van der Waals radius greater than zero covalently 
linked to one or more dummy atoms having a van der Waals radius of about zero, wherein the 
overall charge of said metal ion is evenly distributed among said dummy atoms and wherein said 
center atom has a charge of zero. - 



